Key indicators: single-crystal X-ray study; T = 120 K; mean (C-C) = 0.005 Å; R factor = 0.044; wR factor = 0.093; data-to-parameter ratio = 18.5.
The molecular structure of the title compound, [Cu(C 11 H 16 -N 3 O 3 S) 2 ], shows the Cu II atom with a distorted square-planar coordination geometry from the N 2 O 2 donor set of the two chelating 2-{[bis(dimethylamino)methylidene]amino}benzenesulfonate ligands. The Cu II atom lies 0.065 (1) Å above the N 2 O 2 plane and the Cu-O [2 Â 1.945 (2) Å ] and Cu-N bond lengths [1.968 (3) and 1.962 (3) Å ] lie in expected ranges. The two aromatic ring planes make a dihedral angle of 85.48 (1) . (2001) . For guanidine-sulfur hybrids to mimic the structural and physical as well as functional characteristics of the Cu II atom in cytochrome c oxidase and N 2 O reductase, see: Neuba et al. (2011 Neuba et al. ( , 2012 . For related structures with Cu(N 2 O 2 ) motifs, see: Robinson et al. (2004) .
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Experimental
Crystal data [Cu(C 11 H 16 (Bruker, 2002) ; data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008); program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL and local programs. guanidino)benzenethiolate, C 11 H 16 N 3 S] was synthesized (Neuba et al., 2011) : reaction of 1,1,3,3-tetramethyl-2-(2-(tritylthio)phenyl)guanidine (510 mg, 1.1 mmol) with [Cu(MeCN) 4 ]PF 6 (186.2 mg, 0.5 mmol) dissolved in 5 ml of ABS. MeCN led to a deep blue/green solution. The reaction mixture was stirred for a period of 30 min. at room temperature followed by heating under reflux for 30 min. After cooling the solution was filtered. Second step: slow diffusion of air at -20°C to the filtrate leads after several weeks to dark red crystals of [Cu(C 11 H 16 N 3 O 3 S) 2 ] suitable for X-ray diffraction. We suppose a copper mediated oxidation of the o-tetramethylguanidinobenzenethiolate ligand to the corresponding benzenesulfonate.
Refinement
H atoms were clearly identified in difference syntheses, refined at idealized positions riding on the carbon atoms with isotropic displacement parameters U iso (H) = 1.2U eq (C) or 1.5U eq (methyl C). All CH 3 hydrogen atoms were allowed to rotate but not to tip. Molecular structure of the title compound. Anistropic displacement parameters are shown at the 50% probability level.
Computing details
Bis(2-{[bis(dimethylamino)methylidene]amino-κN}benzenesulfonato-κN)copper(II)
Crystal data [Cu(C 11 
where P = (F o 2 + 2F c 2 )/3 (Δ/σ) max < 0.001 Δρ max = 0.63 e Å −3 Δρ min = −0.29 e Å −3 Absolute structure: Flack (1983) Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 
